Supplementary Text S1. Docking calculation scheme on MEGADOCK
In MEGADOCK [S1,S2] , one considers a protein and a docking-target as a receptor (Rec) and a ligand (Lig), respectively. All molecules are allocated on a 3D voxel space with grid-point spacing of 1.2 Å. Then, the score is assigned to each voxel ��� �� ��. To evaluate the score several contributions are evaluated in advance. The shape complementarity scores G Rec where ���� is the real part of z, i is an imaginary unit ���, and � is a weight parameter. Since, the summation over real space grid is time consumaing, the docking score S is evaluated by using Supplementary Figure S7 . Amino acid residues contributing to the DNA binding located at ptotein surface. (a), the amino acid residues of red circle part in Figure S6 for CPD-PHR are Phe405, Asn406, Pro407, Ala408, Ser409, Gln410, Ala411, Lys412, and Lys413, while they for CRY-DASH are Phe449, Ser450, Ile451, Pro452, Lys453, Gln454, Ala455, Gln456, and Asn457. (b) Those of green circle part in Figure S6 for CPD-PHR are Ser139, Gly140, Ser141, Gly142, Asn143, Pro144, and Tyr145, while CRY-DASH does not have the loop moiety (black circle). The red color licorices mean the amino acid residues with the partial binding free energy lower than -1.0 kcal mol -1 .
